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Soft crystals transform into another polymorphic forms by macroscopic gentle stimuli at room temperature and show remarkable
changes in luminescence and optical properties [1]. In order to control and analysis the phenomena of soft crystals, it is important to
determine the polymorphs and clarify mechanism of the polymorphic transitions. We have developed computational techniques for
crystal structure prediction (CSP) and provided successful results in a past blind test of CSP [2]. Recently, we reported a new method
related to the CSP technique with measured powder X-ray diffraction (PXRD) data [3]. The method can find the observed crystal
structure among a number of computationally suggested structures by using the measured PXRD data and crystal energy, while it is
often difficult to find that by only an energy evaluation even with advanced calculations. Therefore, the method can provide candidate
structures to experimental crystal structure analyses of unknown crystal structures from the PXRD data.

In this presentation, this new method is applied to flexible organic molecules including the soft crystal materials where the structure
analysis from the PXRD data is often difficult, and it is demonstrated that the appropriate crystal structures can be determined by
using the CSP technique with PXRD data. We also show that this method is useful for polymorphism analysis.
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